Strategy of metabolite identification
First, peak lists and annotation results obtained by R package XCMS 1 and CAMERA 2 were analyzed to find quasi-molecular ions and determine the corresponding molecular weights.
Second, the exact molecular weights of the monoisotopic ions were used to search the online databases, such as HMDB Third, a Q-TOF mass analyzer (6520, Agilent) was used to produce fragmentation patterns and structure information for biomarker candidates in the MS/MS experiments.
The MS/MS fragmentation patterns of the biomarkers were compared to the spectral data of metabolites that had the same m/z in HMDB, METLIN or MassBank.
Finally, if available, confirmation with standards was performed by comparison of retention time, isotopic distribution, and fragments of reference standards (Sigma-Aldrich) with those obtained in real samples.
Metabolite identification was classed into 4 levels based on the Metabolomics Standard processing mass spectrometry data for metabolite profiling using nonlinear peak 3 alignment, matching, and identification. 
